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上海药明康德新药开发有限公司
  WuXi AppTec Co., Ltd.
Address: No.1 Building, 288 FuTe ZhongLu, WaiGaoQiao Free Trade Zone, Shanghai, P.R. China
Telephone: 021-50461111     Fax: 021-50461000

pKa Development Report for CS021

	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS021
	C18H17N3O3
	323.4
	pKa
	8.47
	8.36
	8.42
	Cosolvent 
(Initial 60v% DMSO)


CS021[image: image9.png]_Replicate-1_First titration:

Stored: S1408091.sfs

Sample weight: 0.91 mg

Acquisition time: 1.4 hrs
26 points: pH 1.2 => pH 10.6
Selected: pH 2.5 => pH 10.5
Cosolvent: 36.2wt% DMSO
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_Replicate-1_Second titration:

Stored: S1408104.sfs

Sample weight: 0.91 mg

Acquisition time: 0.9 hrs
28 points: pH 1.3 => pH 10.6
Selected: pH 2.5 => pH 10.5
Cosolvent: 26.2wt% DMSO
CS021[image: image11.png]Refine Equilibrium Constants and Related Factors

Tile [SAMPLE21 PimayKey ({40804 e o]

Constant_Evor_Equation Basis Evor Basis DalaFil
8924 20075 Bt 06057 +0.0435 (0.001224M) &

10166 +0000 CO3:H=HCD3 | 1.0000 +0.0233 (0.000564M) CO3

6220 £0000 HCD3+H=H2C03

Recon Tivant
Glsion M Eol  DataFle  Fader Enor Thant DetaFie 35 7 9
0712275 400000034 10478 +0.0001 MLl p H

10317 200003 KOH

e (| e T
BRI G e

3% s = | =1

55 H




_Replicate-1_Third titration:

Stored: S1408113.sfs

Sample weight: 0.91 mg

Acquisition time: 0.9 hrs
28 points: pH 1.4 => pH 10.5
Selected: pH 2.5 => pH 10.5
Cosolvent: 19.9wt% DMSO
CS021_Replicate-1_Factored concentrations

0.71 mM X 36.2wt% S1408091-1
0.74 mM X 26.2wt% S1408104-1
0.58 mM X 19.9wt% S1408113-1
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pKo(H,0) = 8.47 + 0.01 (GOF=0.1, slope=0.0173)
pKo(DMSO) = 10.20




CS021[image: image12.png]Tie [SAMPLEZ1

Constant_Evor_Equation

Fiimaiy Key

Basis  Enmor

1406113

Basis DalaFil

805 £ 0044 BAH-EH
10014 £0000 CO3+H=HCO3
6162 £0000 HCD3+H=H2C03

Recon

cilsion, M Enor

DataFie

05344 +0.0314 (0.000370M) &
1.0000 +0.0286 (0.000435M] CO3

Tizant
Faclor _Enor_Titant_DataFie

00715274 +0.0000020

10478 20,0001 HC)
10317 200003 KOH

Compound Cade [7

Electrode
Constants
0516 a
1.0002 ks
20 H

Coefficient Ralos'

AssMedun [Cosaren " [f98 wt

07 oW

Temperatue [ 250 T Refloric Sir

2z M

Inifal Parameters

Restare.
i

GOF=2.5

RESIDUALS PROFILE

BJERRUM PLOT




_Replicate-2_First titration: 
Stored: S1409091.sfs

Sample weight: 0.87 mg

Acquisition time: 1.2 hrs
24 points: pH 0.5 => pH 10.8
Selected: pH 2.5 => pH 10.5
Cosolvent: 42.4 wt% DMSO
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_Replicate-2_Second titration:

Stored: S1409102.sfs

Sample weight: 0.87 mg                      
Acquisition time: 0.8 hrs
26 points: pH 1.1 => pH 10.6
Selected: pH 2.5 => pH 10.5
Cosolvent: 31.4wt% DMSO
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_Replicate-2_ Third titration:

Stored: S1409111.sfs

Sample weight: 0.87 mg

Acquisition time: 0.8 hrs
26 points: pH 1.4 => pH 10.6
Selected: pH 2.5 => pH 10.5
Cosolvent: 23.8wt% DMSO
CS021_Replicate-2_Factored concentrations

0.78 mM X 42.4wt% S1409091-1
0.70 mM X 31.4wt% S1409102-1
0.56 mM X 23.8wt% S1409111-1
[image: image2.png]COSOLVENT PROFILE

11

101

10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H,0) = 8.36 + 0.04 (COF=0.5, slope=0.0203)
pKo(DMSO) = 10.39
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S1408104
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S1409091
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S1409111
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